Key indicators: single-crystal X-ray study; T = 173 K; mean (C-C) = 0.002 Å; R factor = 0.040; wR factor = 0.103; data-to-parameter ratio = 15.3. organic compounds o1464 Deng et al.
The title compound, C 34 H 35 O 2 N 3 , was synthesized by the reaction of 2-[3,6-bis(diethylamino)-9H-xanthen-9-yl]benzoyl chloride with aniline. In the molecular structure, the dihedral angles between the isoindoline and xanthene planes and between the isoindoline and benzene planes are 86.9 (3) and 47.0 (2) , respectively. The molecular packing in the crystal structure is stabilized by weak C-HÁ Á ÁO hydrogen bonding.
Related literature
For applications of rhodamine-based dyes as probes and sensors, see: Zheng et al. (2008) ; Wu et al. (2007) . For a related structure, see: Kwon et al. (2005) . Refinement R[F 2 > 2(F 2 )] = 0.040 wR(F 2 ) = 0.103 S = 1.06 5403 reflections 352 parameters H-atom parameters constrained Á max = 0.22 e Å À3 Á min = À0.19 e Å À3 Table 1 Hydrogen-bond geometry (Å , ).
Symmetry code: (i) Àx þ 3 2 ; y þ 1 2 ; Àz þ 1 2 .
Data collection: CrysAlis CCD (Oxford Diffraction, 2007); cell refinement: CrysAlis RED (Oxford Diffraction, 2007) ; data reduction: CrysAlis RED; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008) ; program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: ORTEP-3 (Farrugia, 1997) ; software used to prepare material for publication: SHELXL97.
The molecular structure is depicted in Fig. 1 . Bond lengths and angles are in good agreement with previous reported for similar compounds (Kwon et al., 2005) . The dihedral angle between isoindoline and xanthene mean planes is 86.9 (3)°T he dihedral angle between the isoindoline and benzene ring mean planes is 47.0 (2)°. Weak C-H···O hydrogen bonding (Table 1) helps to stabilize the crystal structure.
Experimental
To a solution of 3',6'-bis(diethylamino)-3H-spiro[isobenzofuran-1,9'-xanthen]-3-one (1.3 g, 2.8 mmol) in dry 1,2-dichloroethane (10.0 ml) at room temperature, phosphorus oxychloride (1.4 g, 8.4 mmol) was added dropwise over a period of 5 min. After being refluxed for 4 h, the reaction mixture was cooled and concentrated under vacuum to give 2-(3,6bis(diethylamino)-9H-xanthen-9-yl)benzoyl chloride. The chloride salt was dissolved in dry acetonitrile (12.0 ml). This solution was added dropwise to a solution of aniline (1.6 g, 17.5 mmol) in dry acetonitrile (7.5 ml) containing triethylamine (10.0 ml). After stirring for 4 h at room temperature, the mixture was concentrated under vacuum and the crude product was purified by column chromatography (ethyl acetate/dichloromethane, 1:20) to give the title compound as a white solid in 72% yield. Single crystals of the title compound were obtained by slow evaporation of a dichloromethane/methanol solution (5:1 v/v). The product was analyzed by atmospheric-Pressure Chemical Ionization (APCI) mass spectrometry (positive mode).
The molecular peak appeared at a mass/charge ratio of 518.5.
Refinement
H atoms were placed geometrically with C-H = 0.95 (aromatic), 0.98 (methyl) and 0.99 Å (methylene), and refined using a riding atom model with U iso (H) = 1.5U eq (C) for methyl and 1.2U eq (C) for the others. Fig. 1 . The molecular structure of the title compound with 30% probability displacement ellipsoids for non-H atoms. 
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